. relative energies from the most stable structure (ΔE / eV, in parentheses) are shown below the structures.
For comparison, the experimental CCSs (Ω exp / Å 2 ) are also labeled along with standard deviations. The structures with the closest theoretical CCS to the experimental value are shown as the best-fitted structures.
Other possible structures are indicated by underlines from the comparison between Ω exp and Ω calc . In this page, details of the method for estimating drift time and drift velocity are shown here. Figure S2 shows the schematic view of the portion of the instrument around the drift cell. To estimate the drift time, t d , and the drift velocity, v d , we divided into four regions between the first electrodes and acceleration range of TOFMS. We estimated time-of-flight in these four regions by calculating the following equations.
Region 1 (length L 1 (= 0.01 m), electric field E 1 ) In this range, ions with an initial velocity of 0 are accelerated by the electric field E 1 .
t 1 = (2mL 1 / eE 1 ) 1/2 where e is the charge and m is mass of the cluster ion.
Region 2 (drift cell) (length L 2 (= 0.1005 m)) In this range, ions move at a constant velocity (= v d , drift velocity).
Region 3 (length L 3 (= 0.0258 m), electric field E 3 ) In this range, ions with an initial velocity of v d are accelerated by the electric field E 3 .
Region 4 (acceleration range of TOFMS) (length L 4 (= 0.0716 m), electric field E 4 (= 0)) In this range, ions move at a constant velocity.
Finally, we measure the total times as arrival time. 
